LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF051716.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.701 8 10 42 rVB 1974025 3750535 80.49% 8.557%
2 3.953 205 207 220 rBV 30517 101755 2.18% 0.232%
3 4.684 269 271 289 rBV 426063 908990 19.51% 2.074%
4 5.142 309 311 331 rBVY 3766019 4258446 91.39% 9.715%
5 6.227 403 406 408 rBV 4104096 4574446 98.17% 10.436%
6 6.330 413 415 417 rBV 4579842 4659576 100.00% 10.631%
7 6.559 433 435 441 rVB 638366 891275 19.13% 2.033%
8 6.707 446 448 451 rBV 3147516 2907271 62.39% 6.633%
9 7.130 483 485 488 rBVY 2578537 2724539 58.47% 6.216%
10 7.839 545 547 557 rBVY 1107778 1204198 25.84% 2.747%

11 8.925 639 642 644 rBV 4391183 4651800 99.83% 10.613%
12 9.325 675 677 679 rBvV 570271 504163 10.82% 1.150%
13 9.531 693 695 697 rBvV 138052 136515 2.93% 0.311%
14 9.588 697 700 702 rBV 1548534 1415601 30.38% 3.230%
15 9.771 712 716 717 rBV 26985 50993 1.09% 0.116%

16 10.033 736 739 740 rBV 219785 201422 4._.32% 0.460%
17 10.251 755 758 761 rBV 69201 113726 2.44% 0.259%
18 10.376 766 769 772 rBV 2688634 2755710 59.14% 6.287%
19 10.502 777 780 787 rVB 227476 288715 6.20% 0.659%

20 10.696 795 797 801 rvB 26431 48517 1.04% 0.111%
21 10.948 816 819 820 rBV 63331 59350 1.27% 0.135%
22 11.062 827 829 832 rBV 1455070 1341142 28.78% 3.060%
23 11.611 875 877 882 rBvV 37168 64212 1.38% 0.146%

24 12.651 965 968 970 rBV 3838814 3951403 84.80% 9.015%
25 13.611 1048 1052 1057 rBVZ2 49589 181812 3.90% 0.415%

26 13.691 1057 1059 1066 rVB 1211519 1190693 25.55% 2.717%
27 14.457 1123 1126 1129 rBV 36051 59306 1.27% 0.135%
28 15.040 1175 1177 1189 rVB 677710 835746 17.94% 1.907%

Sum of corrected areas: 43831857
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF052016\

BF087245.D

21 May 2016 1:19

UM/SsJ

H3144-03

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

1.70

2000000

1000000

TIC: BF087245.D

5.14

4.68

3.95

6.23

6.71

7.13

6.56

0
Time-->

3.50

4.00

T N
4.50 5.00

5.50

6.50

7.00

Abundance

4000000

3000000

2000000

1000000

7.

TIC: BF087245.D

10.38

9.59 11.06

84

10
310. 2

.50
10.70 10.9

11.61

12.65

0
Time-->

10.00 10.50 11.00

11.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

13.69
1000000

TIC: BF087245.D

15.04

14.46

Time-->

14.00

14.50

15.00

15.50

16.00

16

.50

17.00

17.50

18.00

18.50

19.00

8270-BF051716.M Mon May 23 19:57:05 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

3.95 2.28 ng 101755 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 80
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 72

Abundance Scan 207 (3.953 min): BF087245.D (-205) (-) m/z 55.10 100.00%
55 83
5000 43
% rryrrrTyrrT T T T T T T T
37‘ | 3.60 3.80 4.00 4.20
11 Y P PSSRSO [ENNNIN B m/z 83.10 80.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83
43
5000 SRR SRS N A
29 98 3.60 3.80 4.00 4.20
m/z 43.05 45 .30%
0 18 | 37| 49| e1 67 77
miz--> I % 30 4 50 60 70 8 90 100
Abundance
55 83
41 SRR SRR SR RN
3.60 3.80 4.00 4.20
5000 m/z 39.10 35.83%
15
O "'%?" "?%'?TI "??I' "??" T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3097: 3-Hexen-2-one e
83 3.60 3.80 4.00 4.20
4 55 m/z 98.10 25.59%
5000
29
98
0 ﬂ 37y\‘ 49, 1| 62 69 I\\\
m/z--> 10 20 30 40 50 60 70 8 90 100 360 3.80 400 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.68 20.40 ng 908990 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 271 (4.684 min): BF087245.D (-269) (-) m/z 43.10 100.00%
43
5000 59
101 SIS SRR AL
440 4.60 4.80 5.00
Okl 3l eo 88 m/z B59.10 48.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 58.05 13.28%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00
5000 m/z 101.10 13.27%
58
15 27 37 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A B
43 4.40 4.60 4.80 5.00
m/z 41.10 8.98%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.33 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.33 104.56 ng 4659580 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 415 (6.330 min): BF087245.D (-413) (-) m/z 132.10 100.00%
132
5000 68
0 sl P 550 ok s Gho
Obrr e b e o bl i e S e b el | M/Z 68.05  47.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IBENABE RS AR AN
6.00 6.20 6.40 6.60
78 m/z 134.10 33.23%
31 38 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 97 m/z 66.10 32.50%

70

8 445 60 7T g6 105 116

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R B
132 6.00 6.20 6.40 6.60
m/z 69.10 19.79%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.03 2.85 ng 201422 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 739 (10.033 min): BF087245.D (-736) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40

9 113127141155169

0! m/z 43.10 78 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA I L L L L L L L
85 9. 80 10. OO 10. 20 10 40
29 m/z 71.10 46.32%
o | L L “ 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
T AL B RS R
71 9.80 10.00 10.20 10.40
5000 m/z 41.10 40.09%
85
29 99
0 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane A EEEEE ma S
43 57 9.80 10.00 10.20 10.40
m/z 85.05 33.98%
71
5000
85
29
das [ L || | usunass s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087245.D

Aca On : 21 May 2016 1:19

Operator : UM/SJ

Sample : H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Trifluoroacetic acid, n-hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

1361  3.06 ng 181812  Chrysene-d12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90

2 1-Tetracosanol
3 l1-Hexacosanol

4 Pentafluoropropionic acid.
5 Pentafluoropropionic acid,

354 C24H500

382 C26H540
penta... 374 C18H31F502
octad... 416 C21H37F502

000506-51-4 87
000506-52-5 74
1000280-07-5 58
1000280-07-7 58

Abundance Scan 1052 (13.611 min): BF087245.D (-1048) (-) m/z 43.05 100.00%
il
83
5000
111
| 13.20 13.40 13.60 13.80 14.00
o T T m/z 57.05 96.68%
m/z--> 50 100 150 200 250 300 350
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43
69
5000
97 13.20 13.40 13.60 13.80 14.00
m/z 55.05 89.12%
o A MH 1 ‘ 125 52 182 210
———+ T
m/z--> 50 100 150 200 250 300 350
Abundance
43
R R R
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 83.10 71.69%
18 111
o 65 140 168 196 238 266 308 336
T I e e e LA L e e e e e e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43 13.20 13.40 13.60 13.80 14.00
m/z 69.10 66.89%
5000 83

111
' L | \139 168 196 224 252 278 308 336 364

o.‘..t.,i.@li. 196 224 252 278 308 336

m/z--> 50 100 150 200 250 300 350

13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087245.D

Acq On : 21 May 2016 1:19

Operator : UM/SJ

Sample - H3144-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 3.95 2.3 ng 101755 1 6.56 891275 20.0
2-Pentanone, 4-hy... 4.68 20.4 ng 908990 1 6.56 891275 20.0
unknown6 .33 6.33 104.6 ng 4659580 1 6.56 891275 20.0
Hexadecane 10.03 2.9 ng 201422 3 9.59 1415600 20.0
Trifluoroacetic a... 13.61 3.0 ng 181812 5 13.69 1190690 20.0
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